LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.922 477 482 489 rVB 167900 223786 8.43% 0.981%
2 5.328 546 551 555 rBVY 2467125 2576161 97.09% 11.291%
3 6.357 721 726 730 rBVY 2578519 2592751 97.72% 11.364%
4 6.486 744 748 751 rBVY 2756336 2653347 100.00% 11.629%
5 6.722 784 788 791 rBV 976211 815351 30.73% 3.574%

6.875 810 814 817 rBV 2410401 2004148 75.53% 8.784%
7.286 879 884 887 rBV 1730009 1585504 59.75% 6.949%
7.998 1001 1005 1009 rBV 1145508 1034852 39.00% 4 _.536%
8.557 1096 1100 1104 rBV 156430 132649 5.00% 0.581%
9.080 1184 1189 1192 rBV 2921453 2522135 95.05% 11.054%

=
QO ~NO®

11 9.474 1252 1256 1259 rBV 308771 271865 10.25% 1.192%
12 9.751 1299 1303 1307 rBV 1022234 964211 36.34% 4.226%
13 10.469 1421 1425 1428 rBV 439793 373336 14.07% 1.636%
14 10.539 1433 1437 1440 rBV 1400762 1176122 44.33% 5.155%
15 11.233 1551 1555 1559 rBvV 876221 705949 26.61% 3.094%

16 12.815 1820 1824 1828 rBV 1606530 1472045 55.48% 6.452%
17 13.709 1973 1976 1985 rBV 165949 179625 6.77% 0.787%
18 13.862 1998 2002 2006 rBV 686338 671717 25.32% 2.944%

19 14.345 2078 2084 2092 rBvV9 24893 54847 2.07% 0.240%

20 14.498 2107 2110 2114 rBv4 23272 28873 1.09% 0.127%

21 15.280 2238 2243 2247 rBV 614695 716204 26.99% 3.139%

22 15.768 2322 2326 2334 rBV7 32806 60701 2.29% 0.266%
Sum of corrected areas: 22816179
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BFO011718\

BF102164.D

17 Jan 2018 21:41

SJ/JuU

J1167-01

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.92 5.49 ng 223786 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 482 (4.922 min): BF102164.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 250 480 500 520
N1 - . = SN AN B o~ ST (-1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R L L
59.0 460 480 500 520
m/z 101.00 18.03%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 14 .33%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.57%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.49 65.08 ng 2653350 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102164.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
%0 ®0 "% ok ok ko
: e B m/z 68.10 34.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 USRS RS LR R
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 33.48%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 22.14%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B N R e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 14.10%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| s B RN R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Hydroxy-iso-butyrophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.56 2.56 ng 132649 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Guanidine 59 CH5N3 000113-00-8 9
4 Ethane. 1.1-dimethoxv- 90 C4H1002 000534-15-6 9
5 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9

Abundance Scan 1101 (8.563 min): BF102164.D (-1096) (-) m/z 59.00 100.00%
59.0
5000
77.0 105.0
43|'° | |I 011 | 100 8.20 840 860 880
AR AL L et AR A LA L A I L A L L m/z 105.00 27.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 SRS U R
8.20 8.40 8.60 8.80
43.0 77.0 105.0 m/z 77.00 24 _95%
LBO Lo | 120 o
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
820 840 860 880
5000 m/z 106.10 17.37%
75.0 105.0
130 121.0 149.0 165.0 180.0
LAUNSABUNRAR AR SRR KA RRRR) RS RS LA LA LARAN LA LA LA SN LA LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine R e A
430 590 8.20 8.40 8.60 8.80
m/z 51.00 15.08%
5000
2§o
11
miz-> 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 170 180 820 840 860 880
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.47 7.74 ng 373336 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 2-(2-0x0-2-phenvl-ethvl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1425 (10.469 min): BF102164.D (-1421) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 I | U
152.1 10.20 10.40 10.60 10.80
e e 9RO 01260 e m/z 77.00 58.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LI SN UL BN B
182.0 10,20 10.40 10.60 10.80
51.0 m/z 182.10 51.94%
27.0 | J, 910 | 1260 1520 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0
. 10120 1040 1060 1080
5000 m/z 51.00 23.64%
51.0 105.0
27.0 91.0 1280 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R b e
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.92%
77.0
5000
51.0
370 || | 910 | 1280 1sa0 1840
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102164.D

Aca On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample : J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.35 ng 179625 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 1976 (13.709 min): BF102164.D (-1973) (-) m/z 57.00 100.00%
57.0
97.0
5000
UL BN B
39.1 13.40 13.60 13.80 14.00
281.1
,lll,“h,z,osg,,,, m/z 83.05 88.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 BRI RN BN
13.40 13.60 13.80 14.00
H oo m/z 43.10 87.23%
A ,“,H‘i | J@zl.q‘, 280 200 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 86 .50%
14.0 139.0 1810 308.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester B E RS EEEEE
510 o2, 13.40 13.60 13.80 14.00
' m/z 97.05 74.67%
| ‘ il ’ | 1320 1820 2P0 2070 60
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102164.D

Acq On : 17 Jan 2018 21:41

Operator : SJ/JU

Sample - J1167-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 5.5 ng 223786 1 6.72 815351 20.0
unknown6 .49 6.49 65.1 ng 2653350 1 6.72 815351 20.0
2-Hydroxy-iso-but. .. 8.56 2.6 ng 132649 2 8.00 1034850 20.0
Benzophenone 10.47 7.7 ng 373336 3 9.75 964211 20.0
Heptafluorobutyri... 13.71 5.3 ng 179625 5 13.86 671717 20.0
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